C6H 2 Br 2 N2S, monoclinic, Plhkl (No. 14), a = 18.3670(9) Â, b = 3.9522(2)Á, c = 22.120(2)λ,β = 97.390(6)°, V= 1592.4Â 3 , Z= 8, R gi (F) = 0.045, wR rei (F 2 ) = 0.127, T= 296 K.
Source of material
The title compound was synthesized by bromination of 2,1,3-benzothiadiazole in 47% HBr [1] . Pale yellow crystals suitable for X-ray analysis were grown from a dichloromethane solution.
Discussion
The title compound crystallizes with two crystallographically independent molecules in the asymmetric unit. The geometric parameters of the 1,2,5-thiadiazole rings are almost same with those of 3,4-diphenyl-l,2,5-thiadiazole [2] , The considerable shortenings of the CI-C6, C4-C5, C7-C12 and C10-Cl 1 bonds are observed. Such double bond fixation suggests the quinonoid character of the 2,1,3-benzothiadiazole ring. Short S-N and Br· Br intermolecular heteroatom contacts are found in the crystal. The S-N [3.226(4) Â for Sl-Nl (-x+1, -y+1, -ζ) and 3.238(4) À for S2-N4(-x+2, y+l/2, -z+1/2)] and the distances Br-Br [3.542(1) ÂforBrl-Br3(-x+l,;y-l/2, -z+1/2) and 3.662(1) Â for Br2-Br4(-x+2, y-l/2, -z+1/2)] are 3.4% -3.7% and 1.0% -4.3% shorter than the sum of the corresponding van der Waals radii [3] , respectively. Although a planar I4 square cluster via the short intermolecular I-I contacts was formed in the crystal of 4,7-diiodo-2,l,3-benzothiadiazole [4] , no Br4 square clusters exist in the structure of the title compound. 
